Key indicators: single-crystal X-ray study; T = 295 K; mean (C-C) = 0.004 Å; R factor = 0.052; wR factor = 0.162; data-to-parameter ratio = 13.8.
The title compound, C 13 H 18 N 2 O 4 , crystallizes as discrete molecules associated as N-HÁ Á ÁO hydrogen-bonded dimers disposed about a crystallographic inversion centre. The structure is the first solid-state structure for a 3-acetylpyridone without C-4 to C-6 substituents. The amide subsituent at C-3 is coplanar with the pyridone ring, while the tert-butyl ester group is orthogonal to the pyridine ring. The amide and ester carbonyl O atoms are not involved in strong hydrogen bonding with only a number of intramolecular and intermolecular C-HÁ Á ÁO interactions apparent in the structure.
Related literature
For general background, see: Bernstein et al. (1994) ; Dragovich et al. (2002) ; Hu et al. (2008) ; Karis et al. (2007) ; Kim et al. (2008) ; Loughlin et al. (2004) ; Reiner et al. (1999) ; Semple et al. (1998) ; Veale et al. (1995) . For the synthesis, see: Sanderson et al. (1997) ; Tamura et al. (1996) . For related structures. see: Karis et al. (2006) ; Yang & Craven (1998) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). (Dragovich et al., 2002; Reiner et al., 1999; Semple et al., 1998; Veale et al., 1995; Bernstein et al., 1994) in peptidiomimetics (Loughlin et al., 2004, and references therein) is often associated with the substituent functionality at N1 and C3 of the pyridone ring. This has been reflected by enzyme-ligand crystal structures of a C3-amidoaryl pyridone with human rhinovirus (HRV) 3 C protease (3CP) (Dragovich et al., 2002) , and a C3-sulfonylamide pyridone with porcine pancreatic elastase (Bernstein et al., 1994) .
Similiarly, other enzyme-ligand interactions have been observed in the solid state with kinases; a N1-aryl pyridone with Met kinase (Kim et al., 2008) and a N1-aryl C3-aryl pyridone with KDR kinase (Hu et al., 2008) . Thus an understanding of the structure of substituted pyridone compounds is important. Elsewhere, the facile synthesis of N1, C3-substituted pyridones is reported (Karis et al., 2007) . Herein we report the first solid state structure (II) for a 3-acetylpyridone without C4 to C6 substituents.
The structure of (II) consists of discrete molecular units ( Fig. 1 ) which form N3-H3···O2 hydrogen bonded dimers disposed about a crystallographic centre of symmetry ( Figure 2 , Table 1 ). The amide N3-C31-O3-C32 is co-planar with the pyridone ring with the O3···H4 contact distance 2.23 Å. The tert-butyl ester group attached to N1 lies orthogonal to the pyridone ring with the C2-N1-C11-C12 torsion angle -81.1 (2)°. The geometry of the pyridone ring is in accord with related structures (Yang & Craven, 1998; Karis et al., 2006) with the C2-C3 distance 1.440 (3)Å while the other C-C and C-N distance range from 1.333 (4) -1.402 (4) Å. The N3-C31 distance of 1.362 (3)Å is shorter than the N3-C3 distance of 1.399 (3) Å; indicating a preference for involvement of N3 in conjugation with the amide rather than the pyridone. The carbonyl groups C31-O3 and C21-O11 are not involved in strong hydrogen bonding interactions with only a number of C-H···O interactions apparent in the crystal lattice (Table 2) .
Tert-Butyl 2-(3'-amino-2'-oxopyridin-1'(2H)-yl)acetate (compound (I)) was prepared by N-alkylation of nitropyridone with sodium hydride and tert-butyl bromoacetate (Sanderson et al., 1997; Tamura et al., 1996) , and subsequent hydrogenation over palladium-on-carbon (Tamura et al., 1996) .
For the preparation of compound (II), compound (I) (0.78 g, 3.48 mmol) was dissolved in a mixture of dry dichloromethane (10 ml) and triethylamine (0.97 ml, 6.96 mmol) under nitrogen. Acetyl chloride (0.50 ml, 6.96 mmol) was added dropwise at 295 K. The resulting mixture was stirred for 4 h and then concentrated to give a suspension of the product and triethylamine hydrochloride. The suspension was directly transferred to a silica gel column using dichloromethane with 0.5% triethylamine and eluted with an ethyl acetate /dichloromethane gradient (0 to 20% ethyl acetate, with 0.5% triethyl amine. Red crystals of (II) (m.p. 415-418 K) (0.91 g, 98%) were isolated by slow evaporation from an ethyl acetate /dichloromethane solution. 
Refinement
Carbon bonded H atoms were included in idealized positions and refined as riding atoms, with C-H set to 0.95-0.96 Å.
U iso (H) values were set to 1.2U eq (aromatic, methylene) and 1.5U eq (methyl) of the parent atom. The amide proton was located from difference Fourier maps and refined with N-H set to 0.86Å and U iso (H) values set to 1.2U eq of the parent atom. Considerable thermal motion was apparent in the peripheral carbons of the tert-butyl group.
Figures Fig. 1 . View of the molecular structure of (II) with the atom numbering scheme. Displacement ellipsoids for non-H atoms are drawn at the 30% probability level. H atoms are presented as small spheres of arbitrary radii. Fig. 2 . View of the dimeric structure of (II). Primary atom site location: structure-invariant direct methods Extinction correction: none
Special details
Experimental. The scan width was (1.79 + 0.30tanθ)° with an ω scan speed of 16° per minute (up to 4 scans to achieve I/σ(I) > 10).
Stationary background counts were recorded at each end of the scan, and the scan time:background time ratio was 2:1. 
